5-chloro- and 5-bromobenzfurazan 1-oxide revisited.
At room temperature the two title compounds are isomorphous. Both have a disordered structure that includes a major component, one of the title compounds, and a minor component, the 6-halo isomer, occurring at the same site in the crystal. When the chloro compound is cooled to as low as 98 K, there is no change in the structure and no significant change in the degree of disorder. When the bromo compound is cooled, it undergoes a second-order phase transition at 282 K to a second polymorph, structurally very similar, but with two molecules in the asymmetric unit. In both isomorphs and both polymorphs the molecules occur in two-dimensional layers that are essentially the same. In the low-temperature form of the bromo compound the layers have shifted relative to each other by approximately 0.7 A in y. In the low-temperature form the disorder, which is still present after the transition, decreases as the temperature is lowered.